The title compound, C 7 H 10 N 8 OS 2 , was obtained by acylation of 4-amino-1methyl-1,2,4-triazoline-5-thione with triphosgene. The asymmetric unit contains two half molecules. The full molecules are generated by twofold rotation axes. In the crystal, the molecules associate through bifurcated (N-H) 2 Á Á ÁO hydrogen bonds into chains extending in the b-axis direction.
Structure description
The asymmetric unit contains two half-molecules. The fragments are completed by twofold rotation axes through the C4 O1 and C8 O2 carbonyl bonds. The molecular structures of the two independent molecules of the title compound are shown in Fig. 1 . The amidic NH atoms adopt an anti relationship to the carbonyl group. Each molecule donates two N-H hydrogen bonds to the O atom of the O C carbonyl group of one neighbouring molecule, forming infinite chains (Fig. 2) . The intermolecular linkage is described as R 1 2 (6) in graph-set notation (Etter, 1990) , denoting a hydrogen-bonded ring motif consisting of six atoms with two donors and one acceptor. The chains extend in opposite directions along the b axis. The hydrogen-bond parameters are summarized in Table 1 , and the crystal packing is shown in Fig. 2 .
Chains formed by bifurcated N-HÁ Á ÁO hydrogen bonds are a typical pattern in the crystal structures of symmetrically N,N 0 -disubstituted ureas (Custelcean, 2008) . The more closely related 1,5-bis(benzylidene)carbohydrazides (Kolb et al., 1994; Li et al., 2009; Rubčić et al., 2014 ) exhibit a similar architecture.
Synthesis and crystallization
A solution of 4-amino-1-methyl-1,2,4-triazoline-5-thione (Laus et al., 2014) (70 mg, 0.54 mmol) and triphosgene (74 mg, 0.25 mmol) in CH 2 Cl 2 (2 ml) was stirred at room data reports temperature overnight. The solvent was removed under reduced pressure, and the residue was dissolved in hot MeOH (1 ml). On cooling to 253 K the product was obtained as colourless crystals (47 mg, 61%), m.p. 497-498 K. 1 H NMR (300 MHz, DMSO-d 6 ): 3.68 (s, 3H), 8.76 (s, 1H), 11.0 (br s, 2H) p.p.m. 13 C NMR (75 MHz, DMSO-d 6 ): 36.7 (2 C), 141.7 (2 C), 155.3, 166.2 (2 C) p.p.m. IR: 3264, 3223, 3114, 3040, 2940 IR: 3264, 3223, 3114, 3040, , 1689 IR: 3264, 3223, 3114, 3040, , 1532 IR: 3264, 3223, 3114, 3040, , 1461 IR: 3264, 3223, 3114, 3040, , 1380 IR: 3264, 3223, 3114, 3040, , 1341 IR: 3264, 3223, 3114, 3040, , 1238 IR: 3264, 3223, 3114, 3040, , 1202 IR: 3264, 3223, 3114, 3040, , 1159 , 623 cm À1 .
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 . (Farrugia, 2012) and
Mercury (Macrae et al., 2006) .
Figure 1
The two independent molecules of the title compound, showing the atom labels and 50% probability displacement ellipsoids for non-H atoms.
[Symmetry codes: (i) À 1 2 À x, y, 1 2 À z; (ii) 1 2 À x, y, 1 2 À z.]
Figure 2
The crystal packing of the title compound, viewed along the c axis, showing the N-HÁ Á ÁO hydrogen bonds as dashed lines (see Table 1 ).
Table 1
Hydrogen-bond geometry (Å , ). (2) 145 (2) N7-H7Á Á ÁO2 iv 0.83 (2) 2.02 (2) 2.755 (2) 147 (2) Symmetry codes: (iii) x; y þ 1; z; (iv) x; y À 1; z. Geometry. All s.u.'s (except the s.u. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell s.u.'s are taken into account individually in the estimation of s.u.'s in distances, angles and torsion angles; correlations between s.u.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell s.u.'s is used for estimating s.u.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0236 (9) 0.0203 (9) 0.0188 (9) −0.0019 (7) −0.0015 (7) −0.0011 (7) O2 0.0548 (13) 0.0124 (10) 0.0309 (10) 0 −0.0138 (9) 0 N6 0.0262 (9) 0.0472 (11) 0.0288 (9) 0.0132 (8) 0.0085 (7) 0.0122 (8) N1 0.0215 (8) 0.0328 (9) 0.0184 (8) 0.0049 (7) 0.0003 (6) 0.0053 (7) C7 0.0197 (9) 0.0205 (9) 0.0188 (9) −0.0025 (7) −0.0022 (7) −0.0035 (7) C6 0.0266 (10) 0.0367 (12) 0.0252 (10) 0.0074 (9) 0.0066 (8) 0.0050 (9) C4 0.0211 (13) 0.0163 (14) 0.0271 (14) 0 −0.0020 (11) 0 C2 0.0235 (10) 0.0465 (13) 0.0260 (10) 0.0040 (9) 0.0048 (8) 0.0115 (9) C1 0.0275 (10) 0.0451 (13) 0.0285 (10) 0.0151 (9) −0.0013 (9) 0.0010 (9) C8 0.0294 (14) 0.0149 (13) 0.0175 (12) 0 0.0002 (11) 0 C5 0.0289 (10) 0.0543 (14) 0.0209 (10) 0.0006 (10) 0.0018 (8) 0.0121 (9) Geometric parameters (Å, º)
S2-C7 1.6551 (18) N3-H3 0.842 (15) S1-C3 1.6520 (18 
